Source of material
Condensation of benzamidine hydrochloride with diethylmalonate yielded 2-phenyl-4-hydroxypyrimidin-6-one as described [1] . Bischlorination followed by partial hydrolysis resulted in 4-chloro-2-phenyl-1H-pyrimidin-6-one [1, 2] , which was subjected to nucleophilic substitution of the chlorine atom by benzylamine [3] . C 5-Nitrosation and subsequent reduction of the nitroso group yielded 5-amino-6-benzylamino-2-phenyl-1H-pyrimidin-6-one. Reaction with ethylchloroformate followed by ring closure with sodium hydride gave 9-benzyl-2-phenyl-7,9-dihydro-1H-purin-6,8-dione [4] , which was alkylated by an excess of bromoethane results in the title compound [5] . Crystals were obtained by dissolution in dimethylformamide : water (1 : 1, v/v) and slow evaporation of the solvent over a period of several months.
Experimental details
Hydrogen positions were calculated by SHELXL-97 and refined in the riding model, i.e. the coordinates 'ride', but not so the s.o.f. or U iso. Consideration of the C17 hydrogens decrease the R values significantly: R gt(F) from 0.048 to 0.045 and wRref(F 2 ) from 0.143 to 0.131.
Discussion
The structure consists of one molecule per asymmetric unit and is held together by van der Waals forces. All intramolecular bond lengths are normal, except C16-C17 (1.447 Å) which is shortened due to a disordered C17 (a possible split position, for clarity, has not been considered in the refinement). The best fit results were obtained for a structure model with one methyl group (C19) assumed ideally disordered, i.e. with two positions rotated by 60°. The main part of the molecule consists of an almost planar aromatic system (N1, N3, N7, N9, C2, C4, C5, C6, C8, C10, C11, C12, C13, C14, C15, C16, C17, C18, C20, O1, O2, H11, H12, H13, H14, H15) with an rms value of the deviations from the least squares plane of 0.049 Å. The fact, that the phenyl group (C10-C15) rms = 0.0013 Å is twisted by only 2.7(1)°against the plane defined by the purin-8-one complex (N1, N3, N7, N9, C2, C4, C5, C6, C8, O2) rms = 0.022 Å, can be attributed to weak electrostatic interactions between (H15···N3) and (H11···N1), both seperated by 2.473(6) Å. The benzyl group (C20-C26) rms = 0.0133 Å is tilted by 76.1(1)°against the plane of the purin-8-one group. The next intermolecular O···H distances exceed 2.58 Å (O2···H20B). The packing scheme of the molecules is characterized by stacking of the main molecular planes approximately perpendicular to [170] 
